. Relaxed energy scan for 1-methylindan as a function of 9-4-3-2 dihedral angle. Data points highlighted in red color identify the fully optimized structures. Table S1 : Maximum SSO values in Similarity Analysis a for Substituted Indans with 40 ppm experimental relaibility criterion a see Methods section for information on similarity analysis. Baseline  tolerance used in obtaining VDF spectra are: 0.7, 0.5, 2, 1.4, and 0.5, respectively, for 1-methylindan, 1-methylindan-1-d, 1-aminoindan, 1-indanol in CCl 4 and 1-indanol in DMSO-d 6 .
